Copper-Catalyzed C-N Bond Formation via C-H Functionalization

Crystallographic data for compound 2m
The structure of 8-bromo-6-methyl-2-phenyl-3-(benzoyl)imidazo[1,2-a]pyridine (2m) was unambiguously confirmed by X-ray crystallographic analysis using synchrotron radiation data collected on the X-Ray Diffraction beamline XRD-1 at ELETTRA, Trieste (Italy) [1] . The light source is an hybrid multipole wiggler, composed of three sections for a total length of 4.5 m, with a fixed working gap of 22 mm and B = 1.6 T. The optics consist of a vertical collimating mirror, a Si(111) double-crystal monochromator followed by a bendable toroidal focusing mirror. The detector is an hybrid pixel single photon counting, Pilatus 2M (Dectris Ltd., Switzerland). Two data sets for a grand total of 1000 frames (400 and 600 frames for each of the two different adopted crystal orientations, respectively) on a crystal coated with paratone oil and mounted onto a nylon loop on Huber 4-circle diffractometer series 515 (a 60° geometry, were collected using a rotation angle of 0.5 ° / frame with an exposure time of 1 second / frame and a crystal to detector distance of 85.0 mm, λ= 0.700 Å, T = 100 K. The degree of linear polarization was assumed to be of 0.95 and the mosaic spread of the crystal (0.050 x 0.015 x 0.015 mm 3 ) was estimated to be 0.35 °. Raw data were indexed, integrated, scaled and reduced using the XDS package [2, 3] . X-ray quality colorless elongated prism-like crystals of 2m were grown from slow concentration of a solution of the title compound in chloroform, C21H15BrN2O (M = 391.27 g/mol) belong to the triclinic system, a = ; Dcalc = 1.557 g/cm 3 ; F(000) = 791.4. The intensity data, 42357 observations measured, 1.00° ≤ θ ≤ 27.82°, were merged to give 8186 unique reflections (Rint = 0.0443, Rsigma = 0.0348) of which 7259 with I ≥ 2.0σ(I). The overall data completeness is 98.9 % with a multiplicity of 4.08 and <(I)/σ(I)> of 13.27. The structure was solved by direct methods using SHELXT [4] which revealed the positions of all non-hydrogen atoms of the title compound and was refined with OLEX 2 [5] using Gauss-Newton minimization [6] . The nonhydrogen atoms were refined anisotropically by full-matrix least-squares procedures based on I for all reflections. All H-atoms were placed in geometrically calculated positions and refined using a riding model where each H-atom was assigned a fixed isotropic displacement parameter with a value equal to 1. . The illustration (Figure 1) was made with the PLATON program suite [7] . Crystallographic data for the structure reported in this paper have been deposited at the Cambridge Crystallographic Data Centre with no. CCDC 1819911. The data can be obtained free of charge from the Cambridge Crystallographic Data Centre, 12 Union Road, Cambridge CB2 1EZ, UK (fax:
+44 (1223) A perspective view of the X-ray crystal structure of 2m with heavy-atoms labeling (for clarity, only one of the two molecules that constitute the crystal asymmetric unit is shown). Thermal ellipsoids are drawn at the 50% probability level. 
